CF 3 COOH, respectively. The pK a ' value was previously reported to be 12.65 in MeCN at 298 K. 1 Thus, the pK a value was estimated to be 15.8 according to eq3.
pK a = pK a ' -pK (3) •-produced by the electrochemical reduction of HTrip (2.5 × 10 -4 M) in deaerated PhCN at a controlled potential of -1.25 V vs SCE at 298 K. The black and red lines show experimental and simulated spectra using hfc values (a(2N) = 5.31 G, a(2H) = 3.48 G, a(2H) = 2.05 G, a(2H) = 2.04 G), respectively. Experimental parameters: microwave frequency 9.4 GHz, microwave power 1.0 mW, modulation frequency 100 kHz, and modulation width 0.35 G. 
Exp.
Sim. H 0.46055100 6.87670300 -1.27317000 C 1.97940900 5.38775900 -0.91545300 H 2.79778200 6.09700300 -0.99685400 C 2.27066500 4.04451900 -0.67611400 H 3.30312400 3.74822300 -0.58402200 C 2.27269400 -4.03721600 -0.71282300 H 3.30523000 -3.73459100 -0.63265400 C 1.97393600 -5.36414100 -0.99633600 H 2.78705600 -6.07224300 -1.12475500 C 0.64659600 -5.80217500 -1.13062200 H 0.44384600 -6.84151000 -1.37049900 C -0.41033500 -4.91906700 -0.96158200 H -1.42942700 -5.26305500 -1.07613500
C -3.22208100 -3.61858300 -0.25519500 C -3.11545000 -4.38363900 0.91799800 H -2.43041200 -4.07268200 1.70139300 C -3.88709900 -5.53026900 1.08762000
H -3.80743800 -6.11386300 1.99763600 C -4.77369300 -5.93445000 0.08033600 C -4.88358200 -5.17663800 -1.09251100
H -5.57333800 -5.50659300 -1.86225000
C -4.11953100 -4.02495800 -1.25686300
H -4.20905600 -3.44036500 -2.16808500 C 3.56191600 -1.35537100 0.01336200 C 4.46716700 -1.54672500 -1.04004400
H 4.20657300 -1.21777300 -2.04108900 C 5.69146000 -2.17337000 -0.81952600 H 6.38547700 -2.32030700 -1.63924700 C 6.03108600 -2.61818100 0.46506900 C 5.13048600 -2.43169300 1.52025900 H 5.40673300 -2.78331700 2.50881200 C 3.90536100 -1.81046600 1.29461900 H 3.20831200 -1.67736700 2.11733500 C 3.55377600 1.35621700 -0.11786300 C 4.34025800 1.59999700 -1.25370300 H 3.96616300 1.32784400 -2.23658600 C 5.58583800 2.20744900 -1.13340100 H 6.20113800 2.40254700 -2.00554800 C 6.06794900 2.58473400 0.12681200 C 5.28700400 2.34655600 1.26421000 H 5.65700300 2.63910000 2.24027700 C 4.03891000 1.73800300 1.13936600 H 3.43610200 1.56057700 2.02550900 C -3.19974500 3.62450700 -0.30273800 C -3.10402600 4.36576200 0.88646400 H -2.42825900 4.03714600 1.67060700 C -3.87318100 5.51194700 1.06980600 H -3.80152900 6.07716000 1. Cartesian coordinates of H 3 Trip/O 2 calculated by DFT at the B3LYP/6-31G(d) level of theory C -2.75507300 1.13162000 -0.29808500 C -3.99202400 0.68267300 0.34729600 C -3.96788200 -0.75151500 0.39682100 C -2.72034300 -1.20170100 -0.21892000 C -2.02169300 -2.41105400 -0.27338200 C -0.59559500 -2.39033400 -0.48893800 C 0.25640200 -3.34675900 -1.15040400 C 1.58758700 -2.80797100 -1.12097200 C 1.50561800 -1.52712800 -0.43580300 C 2.60199000 -0.61232000 -0.10810300 C 2.60369000 0.78377300 -0.08683700 C 1.52106400 1.70889000 -0.39636600 C 1.54347900 3.07947600 -0.85027500 C 0.17346900 3.51831200 -0.97214200 C -0.67594500 2.43657800 -0.55730400 C -2.10445800 2.36669800 -0.38557200 C -5.04046300 1.39061600 0.95378100 H -5.06400800 2.47206200 0.93478300 C -6.05861700 0.67768100 1.58711400
H -6.87765400 1.21619600 2.05256700 C -6.03257800 -0.72860400 1.64011800 H -6.83109300 -1.26020200 2.14738000 C -4.99011700 -1.44934700 1.05804400
H -4.97343100 -2.52967200 1.11888000 C -0.00938500 -4.55867600 -1.82062700
H -1.01455200 -4.96071300 -1.85987300 C 1.04103200 -5.23054100 -2.43368300 H 0.85259700 -6.16722000 -2.94905700 C 2.35487100 -4.70818300 -2.39909100 H 3.15778700 -5.25379300 -2.88488800 C 2.63418100 -3.50650800 -1.75751000 H 3.64527400 -3.12336800 -1.74561400 C 2.58540500 3.96302000 -1.21819500 H 3.62032700 3.66831200 -1.12418500 C 2.26822700 5.22366500 -1.70004500 H 3.06676800 5.90377300 -1.97921100 C 0.92125300 5.63980000 -1.84212300
H 0.70660200 6.62742700 -2.23769900 C -0.12244200 4.80099200 -1.48529300
H -1.14849900 5.12405300 -1.60435200
C -2.88223500 3.62549900 -0.22419500 C -3.96814700 3.91212000 -1.07553300
H -4.22128500 3.21046100 -1.86400200 C -4.70812000 5.08871500 -0.91836400 H -5.53798300 5.29650600 -1.58651700 C -4.37547600 5.99863600 0.09267200 C -3.29790300 5.72471300 0.94541700 H -3.03774500 6.42322300 1.73431000
